The global optimisations of all oligomers used a three step approach. Firstly, a few high temperature (e.g. 8000-12000K) and reasonably short (50000 steps) basin hopping (BH) runs were employed using a relatively disordered (although not chemically unfeasible) starting structures. From a selection (as structurally diverse as possible) of low energy structures resulting from these calculations a number of longer BH runs (typically 1 million steps) at moderate temperatures 2000-4000K were then employed. The best oligomers from these runs were then used to seed low temperature BH runs which aims to explore the local potential energy landscape of each low energy candidate from the long BH runs. The geometries of the best (i.e. lowest energy) 10-15 oligomers for each composition considered were then energy minimized using DFT. These energy minimized structures were then used for the subsequent calculations of the free energies of solution. 
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